S1 Cluster Energetics

S1.1 DFT Deviations with aug-cc-pVTZ basis
: Mean signed deviation (MSD), mean absolute deviation (MAD), maximum deviation (Max D) and root mean squared deviation (RMSD) of the calculated DFT binding energies compared to CCSD(F12*)(T)/CBS results. All values are in kcal/mol.
Method
MSD MAD Max D RMSD Table S2 : Calculated electronic energy (in kcal/mol) of the studied clusters.
S1.2 Reference CCSD(F12*)(T)/CBS and RI-CC2 Calculations
Cluster A(T+d)Z CBS(23) CBS RI-CC2 CCSD(F12*)(T) CCSD(F12*)(T) 1aa-1a -285. 21567 -285.38542 -285.37882 1aa-1dma -363.64343 -363.87571 -363.86722 1aa-1eda -418.92324 -419.18618 -419.17645 1aa-1ma -324.42652 -324.62794 -324.62038 1aa-1tma -402.86684 -403.12830 -403.11888 1aa-1w -305.08362 -305.25631 -305.24917 1aa -228.73481 -228.86428 -228.85909 1a -56.46214 -56.50356 -56.50217 1dma -134.88558 -134.99097 -134.98771 1eda -190.16260 -190.29897 -190.29447 1fa-1aa -418.26087 -418.48654 -418.47698 1fa-1a -245.97947 -246.11756 -246.11191 1fa-1dma -324.40738 -324.60799 -324.60044 1fa-1eda -379.68711 -379.91845 -379.90966 1fa-1ma -285.19046 -285.36022 -285 -190.22909 -190.23059 -190.23092 -190.24431 -190.24548 -190 -1399.20058 -1399.20696 -1399.20917 -1399.26738 -1399.27294 -1399.27513 -1ma -324.19923 -324.20133 -324.20274 -324.49260 -324.49422 -324.49557 1aa-1tma -402.59510 -402.59768 -402.59980 -402.96309 -402.96457 -402.96665 1aa-1w -304.85648 -304.85824 -304.85962 -305.12587 -305.12729 -305.12857 1aa -228.56755 -228.56846 -228.56935 -228.76818 -228.76881 -228.76973 1a -56.42498 -56.42500 -56.42505 -56.48046 -56.48043 -56.48043 1dma -134.80647 -134.80679 -134.80723 -134.93725 -134.93728 -134.93765 1eda -190.04602 -190.04550 -190.04611 -190.22331 -190.22313 -190.22363 1fa-1aa -417.94451 -417.94708 -417.94961 -418.30856 -418.31044 -418.31291 1fa-1a -245.79483 -245.79654 -245.79737 -246.01276 -246.01426 -246.01512 1fa-1dma -324.18011 -324.18210 -324.18347 -324.47272 -324.47458 -324.47592 1fa-1eda -379.42181 -379.42325 -379.42483 -379.76192 -379.76283 -379.76436 1fa-1ma -284.98469 -284.98676 -284.98779 -285.24014 -285.24190 -285.24293 1fa-1tma -363.38079 -363.38322 -363.38495 -363.71079 -363.71244 -363.71416 1fa-1w -265.64082 -265.64279 -265.64381 -265.87238 -265.87392 -265.87491 1fa -189.35217 -189.35308 -189.35367 -189.51465 -189.51549 -189.51617 1ma -95.61245 -95.61266 -95.61287 -95.70553 -95.70563 -95.70576 1msa-1aa -891.81899 -891.82491 -891.82833 -892.35795 -892.36167 -892 Table S6 : Calculated electronic energy (in kcal/mol) of the studied clusters. DZ-F12  DZ-F12  TZ-F12  TZ-F12  TZ-F12  LoosePNO  NormalPNO  TightPNO  LoosePNO  NormalPNO  TightPNO 
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